Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.048; wR factor = 0.146; data-to-parameter ratio = 13.2.
Experimental
Crystal data 
Data collection
Bruker SMART 1000 diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2001) T min = 0.945, T max = 0.973 19461 measured reflections 3568 independent reflections 1788 reflections with I > 2(I) R int = 0.087 Refinement R[F 2 > 2(F 2 )] = 0.048 wR(F 2 ) = 0.146 S = 1.01 3568 reflections 271 parameters 57 restraints H-atom parameters constrained Á max = 0.19 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1997) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997) ; molecular graphics: SHELXTL (Bruker, 1997) ; software used to prepare material for publication: SHELXTL.
Comment
The pyrazole ring is an important structural motif found in many biologically and pharmaceutically active compounds. In the past few years, pyrazoles and their derivatives have attracted much attention because they show several biological activities, such as antimicrobial, anti-inflammatory, antiviral, anticancer, insecticidal, herbicidal and plant growth regulatory (Bekhit et al., 2004; Goekan-Kelekci et al., 2007; Gamage et al., 2002; Hashizume et al., 2004) . Many pyrazoles are currently being tested and clinically evaluated as potential new drugs (Dannhardt et al., 2001; Park et al., 2005) . For example, the natural pyrazole C-glycoside, pyrazofurin, an antibiotic, was reported to possess a broad spectrum of antimicrobial and antiviral activities in addition to being active against several tumor cell lines (Comber et al., 1991) . In the search for more biologically active pyrazole derivatives, the title compound, I, was synthesized and we report here its crystal structure (Fig.1 ). The title compound contains three planar groups: (a) the phenyl ring composed of atoms C6-C11, (b) the pyrazole ring composed of atoms N, N2, C2, C3 and C4, (c) the C 6 H 4 ring composed of atoms C13-C18, The dihedral angles between the planes of (a) and (b), and between (b) and (c) are 54.2 (2) ° and 25.0 (3) ° respectively. The crystal structure is stabilized by weak intermolecular C-H···O hydrogen bonds (Table 1 & Fig.2 ).
Experimental
To a cooled solution of sodium hydride (0.023 mol) in anhydrous THF (15 ml), was added dropwise (4-tertbutylphenyl)methanethiol (0.022 mol). The reaction mixture was stirred at room temperature for 1 h, and then a solution of 5-chloro-3-methyl-1-phenyl-1H-pyrazole-4-carbaldehyde (Becher et al.,1986 ; 0.020 mol) in anhydrous THF (25 ml) was added dropwise. The mixture was stirred at room temperature for another 2 h, and then poured into water (50 ml) to yield a colourless precipitate (Scheme 1). The resulting precipitate was recrystallized from petroleum ether/ethyl acetate (5:1 v/v) to give colourless crystals (yield 60%).
Refinement
In the t-butyl group the methyl groups were disordered over two sets positions with occupy factors 0.655 (12)/0.345 (12). The displacement parameters of atoms C20, C21, C22, C20', C21' and C22' were restrained to behave approximately isotropically.
The C-C distances of the disordered t-butyl group were restrained to be 1.54 (1) Å. H atoms were placed in calculated positions, with C-H = 0.93 (aryl), 0.96 (methyl) or 0.97 (methylene) Å, using a riding model, with U iso (H) = 1.2U eq (C) or 1.5U eq (CH 3 ). 
5-
(4-tert-Butylbenzylsulfanyl)-3-methyl-1-phenyl-1H-pyrazole-4-carbaldehyde
Special details
Geometry as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.56005 (9) 0.18185 (6) 0.101 (9) 0.059 (7) 0.100 (9) 0.018 (6) −0.013 (7) −0.001 (6) C21' 0.113 (11) 0.123 (11) 0.158 (13) −0.008 (9) 0.001 (9) −0.008 (9) C22' 0.120 (10) 0.085 (8) 0.098 (8) 0.017 (7) 0.014 (7) −0.001 (7) Geometric parameters (Å, °) S1-C4 1.741 (3) C14-H14 0.9300 S1-C12 1.844 (4) C15-C16 1.382 (5) supplementary materials sup-9 
